.1 b molecular orbital energies for the Cu d orbitals in WT BOD.
These orbitals are depicted in Figure 5 (WT). Table S2 . Key atomic distances/Å, bond angles/degree around T1Cu and TNC. RMSDs/Å are calculated for the QM region between X-ray and QM/MM optimized structures. (o) T2Cu-µ 3oxo [Å] (p) T3aCu-µ 3Oxo [Å] (q) T3bCu-µ 3Oxo [Å] (r) T1Cu-SG(Cys457) [Å] (s) T1Cu-SD(Met467) [Å] (s) T1Cu-O(Gln467) [Å] (t) T1Cu1-ND1(His462) [Å] (u) [Å] Table S3 . Calculated Löwdin atomic spin densities. a a H2O is named "W". -3.859 -11.624 -15.270 C -2.982 -13.382 -14.334 H -3.918 -13.921 -14.513 H -3.088 -12.959 -13.330 C -1.835 -14.358 -14.338 C -0.759 -14.370 -13.475 N 0.102 -15.406 -13.773 H 0.968 -15.603 -13.278 C -0.397 -16.100 -14.841 C 0.106 -17.229 -15.491 H 1.057 -17.667 -15.199 C -0.678 -17.794 -16.491 H -0.316 -18.666 -17.024 C -1.937 -17.255 -16.822 H -2.555 -17.772 -17.548 C -2.417 -16.107 -16.201 H -3.405 -15.722 -16.445 C -1.638 -15.490 -15.206 C 0.651 -9.895 -10.193 H -0.284 -9.895 -9.634 C 1.274 -11.310 -10.083 H 1.296 -11.596 -9.026 H 2.298 -11.330 -10.476 C 0.446 -12.318 -10.817 N -0.759 -12.772 -10.309 C -1.308 -13.526 -11.226 H -2.249 -14.052 -11.139 N -0.515 -13.586 -12.350 C 0.618 -12.821 -12 -5.880 -14.790 -6.620 C -4.261 -13.385 -7.000 H -3.477 -14.156 -7.058 H -3.778 -12.523 -6.516 C -4.603 -13.011 -8.405 N -3.635 -12.457 -9.228 C -4.199 -12.233 -10.412 H -3.716 -11.761 -11.253 N -5.483 -12.629 -10.387 H -6.101 -12.635 -11.200 C -5.761 -13.125 -9.128 H -6.724 -13.531 -8 -5.447 -13.898 -6.167 H -5.880 -14.789 -6.621 C -4.261 -13.386 -7.000 H -3.477 -14.156 -7.059 H -3.778 -12.524 -6.516 C -4.604 -13.010 -8.405 N -3.635 -12.457 -9.228 C -4.200 -12.233 -10.412 H -3.716 -11.761 -11.253 N -5.483 -12.629 -10.386 H -6.100 -12.635 -11.200 C -5.760 -13.125 -9.129 H -6.724 -13.531 -8 282 -0.988 -11.313 H 1.352 -0.789 -9.582 C 2.892 -1.962 -10.295 N 3.968 -2.310 -11.092 H 4.348 -1.750 -11.864 C 4.555 -3.416 -10.587 H 5.455 -3.854 -10.985 N 3.896 -3.818 -9.499 C 2.869 -2.907 -9.305 H 2.170 -3.023 -8.496 C 23.371 -4.885 -5.127 H 23.203 -3.953 -4.584 C 22.896 -4.755 -6.590 H 23.391 -3.865 -6.995 H 21.825 -4.523 -6.631 C 23.212 -5.943 -7.467 C 22.649 -7.183 -7.364 H 21.922 -7.550 -6.657 N 23.126 -8.021 -8.365 H 22.996 -9.023 -8.316 C 24.102 -7.343 -9.082 C 24.874 -7.739 -10.182 H 24.777 -8.734 -10.613 C 25.737 -6.795 -10.740 H 26.296 -7.041 -11.642 C 25.838 -5.493 -10.205 H 26.522 -4.784 -10.661 C 25.069 -5.104 -9.115 H 25.153 -4.097 -8.714 C 24.170 -6.023 -8.547 C 16.834 -7.320 -4.747 H 16.520 -6.313 -5.010 C 16.968 -8.184 -6.024 H 16.040 -8.107 -6.599 H 17.100 -9.241 -5.769 C 18.083 -7.782 -6.945 N 18.140 -6.534 -7.538 C 19.184 -6.519 -8.345 H 19.496 -5.671 -8.934 N 19.810 -7.718 -8.312 H 20.662 -7.964 -8.795 C 19.136 -8.527 -7.415 H 19.451 -9.539 -7.226 C 7.840 -9.806 -5 8.444 -6.873 -11.507 H 9.696 -5.975 -10.718 C 7.942 -6.283 -9.560 N 8.194 -5.207 -8.729 H 9.046 -4.639 -8.715 C 7.077 -4.906 -8.049 H 6.948 -4.039 -7.427 N 6.103 -5.751 -8.365 C 6.629 -6.614 -9.316 H 6.012 -7.370 -9.780 C 12.345 -6.788 -7.954 H 12.248 -7.428 -7.079 C 13.815 -6.498 -8.207 H 14.044 -6.025 -9.159 H 14.335 -7.465 -8.231 S 14.636 -5.514 -6.898 C 10.475 -4.146 -5.769 H 9.877 -3.697 -6.567 C 9.527 -4.676 -4.656 H 9.981 -4.613 -3.659 H 9.338 -5.748 -4.815 C 8.168 -4.050 -4 496 -5.658 -9.026 N 3.160 -6.946 -8.802 C 3.259 -8.319 -8.843 H 4.204 -8.809 -8.662 C 9.779 -8.207 -10.326 H 10.518 -8.478 -11.083 C 9.167 -6.826 -10.644 H 8.701 -6.909 -11.621 H 9.939 -6.060 -10.754 C 8.147 -6.363 -9.659 N 8.366 -5.331 -8.776 H 9.213 -4.759 -8.715 C 7.284 -5.200 -7.988 H 7.183 -4.431 -7.245 N 6.363 -6.107 -8.303 C 6.897 -6.836 -9.347 H 6.327 -7.627 -9.813 C 12.340 -6.799 -7.909 H 12.223 -7.419 -7.019 C 13.820 -6.520 -8.108 H 14.054 -6.008 -9.038 H 14.305 -7.507 -8.176 S 14.542 -5.592 -6.699 C 10.453 -4.123 -5.792 H 9.861 -3.662 -6.587 C 9.518 -4.677 -4.695 H 10.008 -4.714 -3.713 H 9.262 -5.721 -4.931 C 8.212 -3.965 -4 939 -10.390 N 3.843 -2.196 -11.279 H 4.135 -1.578 -12.040 C 4.548 -3.254 -10.826 H 5.452 -3.610 -11.285 N 4.017 -3.713 -9.697 C 2.942 -2.892 -9.415 H 2.331 -3.060 -8.544 C 23.365 -4.883 -5.141 H 23.188 -3.951 -4.601 C 22.883 -4.760 -6.605 H 23.377 -3.872 -7.016 H 21.812 -4.530 -6.644 C 23.193 -5.955 -7.475 C 22.583 -7.177 -7.389 H 21.798 -7.512 -6.727 N 23.090 -8.040 -8.344 H 22.865 -9.027 -8.337 C 24.086 -7.396 -9.054 C 24.872 -7.824 -10.131 H 24.759 -8.823 -10.547 C 25.767 -6.909 -10.687 H 26.325 -7.176 -11.583 C 25.881 -5.600 -10.172 H 26.570 -4.904 -10.642 C 25.101 -5.179 -9.100 H 25.184 -4.163 -8.724 C 24.178 -6.071 -8.525 C 16.832 -7.314 -4.747 H 16.509 -6.315 -5.032 C 16.958 -8.177 -6.021 H 16.028 -8.045 -6.586 H 17.067 -9.243 -5.782 C 18.073 -7.785 -6.939 N 18.147 -6.518 -7.478 C 19.143 -6.517 -8.333 H 19.448 -5.665 -8.923 N 19.737 -7.745 -8.382 H 20.518 -8.028 -8.955 C 19.077 -8.558 -7.473 H 19.352 -9.593 -7.336 C 7.809 -9.757 -5.382 H 7.564 -10.284 -4.461 C 7.232 -8.332 -5.399 H 7.443 -7.826 -6.348 H 7.757 -7.749 -4.627 C 5.754 -8.303 -5.190 N 5.107 -9.147 -4.301 H 5.540 -9.858 -3.717 C 3.776 -8.989 -4.435 H 3.032 -9.545 -3 506 -5.632 -9.018 N 3.161 -6.920 -8.744 C 3.259 -8.296 -8.781 H 4.196 -8.789 -8.571 C 9.739 -8.166 -10.315 H 10.465 -8.395 -11.099 C 9.091 -6.789 -10.568 H 8.583 -6.847 -11.529 H 9.852 -6.012 -10.690 C 8.102 -6.343 -9.534 N 8.287 -5.222 -8.753 H 9.113 -4.616 -8.747 C 7.206 -5.046 -7.973 H 7.035 -4.177 -7.360 N 6.323 -6.021 -8.179 C 6.879 -6.835 -9.153 H 6.337 -7.694 -9.525 C 12.335 -6.800 -7.913 H 12.221 -7.423 -7.024 C 13.816 -6.520 -8.111 H 14.048 -6.006 -9.039 H 14.304 -7.505 -8.184 S 14.540 -5.603 -6.699 C 10.453 -4.128 -5.778 H 9.850 -3.673 -6.568 C 9.531 -4.680 -4.663 H 10.012 -4.646 -3.677 H 9.325 -5.745 -4.845 C 8.194 -4.026 -4.636 N 7.995 -2.661 -4.575 H 8.734 -1.966 -4.511 C 6.664 -2.419 -4.632 H 6.229 -1.432 -4.634 N 5.990 -3.556 -4.715 C 6.936 -4.562 -4.732 H 6.650 -5.593 -4.870 C 15.618 -1.350 -10.432 H 16.399 -1.164 -11.166 C 15.979 -2.540 -9.525 H 16.049 -3.468 -10.105 H 15.193 -2.745 -8.791 C 17.253 -2.404 -8.759 N 17.637 -3.419 -7.898 C 18.774 -3.046 -7.336 H 19.306 -3.600 -6 .577 N
